The title compound was prepared in 67% yield, using a modi®cation of the standard procedure (Overman, 1976 
Data collection
Enraf±Nonius CAD-4 diffractometer 3 scans Absorption correction: empirical (North et al., 1968) T min = 0.857, T max = 0.911 3008 measured re¯ections 2926 independent re¯ections 2640 re¯ections with I > 2'(I) R int = 0.022 max = 25.0 h = À33 3 0 k = 0 3 10 l = À12 3 14 3 standard re¯ections every 100 re¯ections intensity decay: <2%
Re®nement
Re®nement on F 2 R[F 2 > 2'(F 2 )] = 0.078 wR(F 2 ) = 0.221 S = 1.03 2926 re¯ections 358 parameters H-atom parameters constrained
Á& min = À0.72 e A Ê À3 Absolute structure: Flack (1983) Flack parameter = 0.00 (18) A disordered half molecule of the crystallization solvent, tert-butyl methyl ether, is present in the lattice and therefore the CÐC distances and the CÐO distances were ®xed at 1.55 (1) and 1.45 (1) A Ê , respectively, using the command DFIX (Sheldrick, 1997) . All non-H atoms are re®ned anisotropically. All H atoms were placed in calculated positions, re®ned using a riding model, and given an isotropic displacement parameter equal to 1.2 times the equivalent isotropic displacement parameter of the atom to which they are attached.
Data collection: CAD-4/PC (Enraf±Nonius, 1993); cell re®nement: CAD-4/PC; data reduction: XCAD4B (Harms, 1994); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of the title compound showing 50% probability displacement ellipsoids (Farrugia, 1997) . The tert-butyl methyl ether solvate and all H atoms have been omitted for clarity.
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Acta Cryst. Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 1.749 (7) C16-C17 1.566 (9) O1-C28 1.277 (9) C17-C20 1.551 (9) O1-C3 1.474 (7) C20-C21 1.516 (10) N1-C28 1.291 (10) C20-C22 1.531 (9) C28-C29 1.527 (9) C22-C23 1.534 (10) C1-C10 1.530 (10) C23-C24 1.521 (9) C1-C2 1.528 (9) C24-C25 1.519 (10) C2-C3 1.502 (10) C25-C26 1.510 (9) C3-C4 1.498 (11) C25-C27 1.544 (8) C4-C5 1.519 (9) C100-O2 1.439 (10) C5-C6 1.306 (10) C100-O2 i 1.439 (10) C5-C10 1.544 (9) C100-C400 i 1.543 (10) C6-C7 1.506 (9) C100-C400 1.543 (10) C7-C8 1.536 (8) C100-C200 1.544 (10) C8-C14 1.518 (8) C100-C200 i 1.544 (10) C8-C9 1.529 (9) C100-C300 i 1.550 (10) C9-C10 1.549 (8) C100-C300 1.550 (10) C9-C11 1.557 (8) C200-C400 i 0.37 (10) C10-C19 1.544 (10) O2-C300 i 0.66 (2) C11-C12 1.548 (9) O2-C500 1.446 (10) C12-C13 1.527 (9) C500-C300 i 0.98 (3) C13-C17 1.546 (8) C300-O2 i 0.66 (2) C13-C18 1.544 (10) C300-C500 i 0.98 (3) C13-C14 1.552 (8) C400-C200 i 0.37 (10) 
